6 ], both monomeric and dimeric molecules are present in the solid state. In the monomeric compound, the Cu II atom is five-coordinated in a square-pyramidal configuration by one O atom and one N atom from one 1H-1,2,4-triazole-3,5-dicarboxylate (TZDCA 2À ) ligand and three O atoms from water molecules. In the centrosymmetric binuclear complex, each Cu II atom is six-coordinated in an octahedral geometry by one O atom and one N atom from one TZDCA 2À ligand and four O atoms from water molecules, two of which bridge the Cu II atoms. In the structure, there are intramolecular O-HÁ Á ÁO and N-HÁ Á ÁO hydrogen bonds, and in the crystal, intermolecular O-HÁ Á ÁO, O-HÁ Á ÁN and N-HÁ Á ÁO hydrogen bonds link symmetry-related molecules, forming a three-dimensional supramolecular structure. 
In the title compound, [Cu(C 4 6 ], both monomeric and dimeric molecules are present in the solid state. In the monomeric compound, the Cu II atom is five-coordinated in a square-pyramidal configuration by one O atom and one N atom from one 1H-1,2,4-triazole-3,5-dicarboxylate (TZDCA 2À ) ligand and three O atoms from water molecules. In the centrosymmetric binuclear complex, each Cu II atom is six-coordinated in an octahedral geometry by one O atom and one N atom from one TZDCA 2À ligand and four O atoms from water molecules, two of which bridge the Cu II atoms. In the structure, there are intramolecular O-HÁ Á ÁO and N-HÁ Á ÁO hydrogen bonds, and in the crystal, intermolecular O-HÁ Á ÁO, O-HÁ Á ÁN and N-HÁ Á ÁO hydrogen bonds link symmetry-related molecules, forming a three-dimensional supramolecular structure.
Related literature
For related structures, see : Billing et al. (1970) ; Ouellette et al. (2006a Ouellette et al. ( ,b, 2007 ; Zhai et al. (2007) . For the preparation of 1,2,4,-triazole-3,5-dicarboxylic acid, see: Baitalik et al. (2004) .
Experimental
Crystal data [Cu(C 4 Table 1 Hydrogen-bond geometry (Å , ). 
L.-X. Xie, X. Li, P.-H. Xie and Q. Jin
Comment
As a ligand with multiple coordination sites, 1,2,4-triazole has been shown to be good organic linker in the generation of structurally versatile metal-organic frameworks. It can bridge different metal centers to afford coordination polymers that exhibit extraordinary structural diversity and facile accessibility of functionalized new magnetic materials (Ouellette et al., 2006a; Ouellette et al., 2006b; Ouellette et al., 2007; Zhai et al., 2007) . Furthermore, functional groups such as carboxylate, amino and pyridyl, can be introduced in 1,2,4-triazole, which makes its chemistry more abundant and complex.
Encouraged by this aspect we selected a simple bifunctional ligand containing both 1,2,4-triazole and carboxylate groups, 1,2,4,-triazole-3,5-dicarboxylic acid, to study its coordination chemistry. As a result, we report herein on the crystal structure of the title compound.
The asymmetric unit of the title compound ( Fig. 1 ) contains a monomeric complex (Scheme 1) and half of a centrosymmetric binuclear complex (Scheme 2). In the mononuclear complex atom Cu1 is five-coordinated, by one N atom and one O atom from one TZDCA 2-ligand and three water molecules, and has a slightly distorted square pyramidal geometry. In the binuclear dimeric complex the Cu2 ions adopt an octahedral coordination geometry, where one N-atom and one O-atom from one TZDCA 2-ligand and two water molecules are in the equatorial plane, while the apical positions are occupied by water molecules. Water O14 acts as a bridge to form a four-membered Cu2/O14/O14A/Cu2A ring (Symmetry code: (A)= -x, -y, -z+1). The bond length Cu2-O14A = 2.617 (3) Å, indicates a weak coordination interaction (Billing et al., 1970) .
Each TZDCA 2-is deprotonated and acts as a bidentate ligand.
In the crystal structure there intra-and inter-molecular hydrogen bonds (Table 1) , which consolidate the structure (Fig. 2 ).
Experimental
All solvents and chemicals were of analytical grade and were used without further purification. Ligand 1,2,4,-triazole-3,5-dicarboxylic acid was prepared by the literature method (Baitalik et al., 2004) . The title compound was synthesized as follows: 1,2,4,-triazole-3,5-dicarboxylic acid (0.5 mmol) was added to 5 cm 3 water and the resulting solution was adjusted to a pH of 7.0, using an aqueous solution of triethylamine. CuSO 4 (0.5 mmol) was then added to the above solution, and the mixture was stirred for 30 min and then filtered. with U iso (H) = 1.5U eq (parent O-atom) and 1.2U eq (parent N-atom).
Figures Fig. 1 . A view of the molecular structure of the title compound, showing 30% probability displacement ellipsoids and the atom-numbering (Symmetry code: (A) = -x, -y, -z+1). Table 1 for details).
Crystal data Symmetry codes: (ii) −x, y−1/2, −z+1/2; (iii) −x+1, y+1/2, −z+1/2; (iv) −x+1, −y, −z; (v) x+1, y, z; (vi) x−1, y, z.
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